. Observed and calculated wavenumbers, and IR intensities of thiazole (1) isolated S2 in solid argon matrices. Table S5 .
Table S2. Calculated wavenumbers and IR intensities of 2-isocyanoethenethiol (2). S3

Table S3. Calculated wavenumbers and IR intensities of 2-isocyanoethenethial (3) and S4
2-isocyanothiirane (4).
Table S4. Calculated wavenumbers and IR intensities of Dewar thiazole and 2-cyanothiirane. S5
Calculated wavenumbers and IR intensities of (methyleneamino)-ethanethione (5) S6
and N-ethynylthiformamide (6) .
Fig. S1. Calculated potential energy around the C−NH−CH=S dihedral angle of S7
N -ethynylthioformamide (6) at the DFT/UB3LYP/aug-cc-pVTZ level by one-step optimization.
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